LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59372.D

Acqg On : 20 Jun 2024 12:10

Operator : MD/SY

Sample : P2897-07ME

Misc : 4.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO52924WMA .M
Title : VOC Analysis

Signal : TIC: VU@59372.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.480 54 59 65 rBv4 1999 2201 0.32% 0.034%
2 1.592 87 94 117 rVB 36254 61737 9.03% 0.947%
3 1.824 134 166 167 rBv4 44266 161345 23.60% 2.475%
4 2.473 365 368 371 rBV2 410 319 0.05% 0.005%
5 2.537 376 388 404 rVB 95948 155793 22.79%  2.390%
6 2.618 408 413 414 rBV 462 357 0.05% ©0.005%
7 2.763 451 458 464 rBV3 720 1111  0.16% 0.017%
8 2.946 504 515 529 rBV 12719 26821 3.92% 0.411%
9 3.029 532 541 556 rVB3 3423 6728 0.98% 0.103%
106 3.168 577 584 591 rVwv3 966 1550 0.23% 0.024%
11 3.197 591 593 599 rVB3 589 535 ©0.08% 0.008%
12 3.293 617 623 626 rBvV2 283 421 0.06% 0.006%
13  3.653 731 735 737 rBV 326 284 0.04% 0.004%
14 3.824 784 788 791 rBV2 190 208 0.03% 0.003%
15 3.946 821 826 830 rBV 218 219 0.03% 0.003%
16 4.094 869 872 878 rVB2 204 244 0.04% 0.004%
17 4.174 891 897 902 rVB2 354 463 0.07% 0.007%
18 4.312 935 940 945 rBV 288 387 0.06% 0.006%
19 4.624 1026 1037 1082 rBV 42922 136151 19.92% 2.089%
20 4.888 1114 1119 1123 rBV3 332 356 0.05% 0.005%
21  4.949 1135 1138 1141 rVB3 347 275 0.04% 0.004%
22 4.968 1141 1144 1149 rVB 425 325 0.05% 0.005%
23 5.052 1153 1170 1195 rBV 92185 211334 30.91% 3.242%
24  5.142 1195 1198 1202 rVVv2 417 404 0.06% 0.006%
25 5.168 1202 1206 1210 rVV3 285 304 0.04% 0.005%
26 5.219 1219 1222 1226 rVB2 264 233 0.03% 0.004%
27 5.325 1250 1255 1261 rVB2 258 229 0.03% 0.004%
28 5.486 1301 1305 1307 rBV 251 209 0.03% 0.003%
29 5.553 1323 1326 1331 rBv2 342 330 0.05% 0.005%
30 5.589 1334 1337 1341 rBV2 294 269 0.04% 0.004%
31 5.711 1356 1375 1403 rBV2 199333 525924 76.93% 8.069%
32 5.901 1429 1434 1436 rVv2 207 210 0.03% 0.003%
33 5.968 1450 1455 1456 rBvV2 645 528 ©0.08% 0.008%
34 6.238 1525 1539 1567 rBV 265363 523275 76.55% 8.028%
35 6.521 1620 1627 1638 rVvB8 2953 5874 0.86% ©0.090%
36 6.595 1638 1650 1653 rBV4 1433 1865 0.27% 0.029%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59372.D

Acqg On : 20 Jun 2024 12:10

Operator : MD/SY

Sample : P2897-07ME

Misc : 4.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO52924WMA .M
Title : VOC Analysis
37 6.682 1664 1677 1697 rBV 118450 233878 34.21%  3.588%
38 6.753 1697 1699 1703 rvVvB2 684 341 0.05% 0.005%
39 6.875 1734 1737 1742 rVB2 288 262 0.04% 0.004%
40 6.965 1761 1765 1770 rBV2 352 385 0.06% 0.006%
41  7.055 1789 1793 1796 rBV 279 279 0.04% 0.004%
42 7.200 1830 1838 1844 rVV5 1749 2850 0.42% 0.044%
43 7.225 1844 1846 1853 rVB4 783 695 0.10% 0.011%
44  7.261 1853 1857 1863 rVB 383 392 0.06% 0.006%
45  7.373 1889 1892 1897 rVB2 249 262 0.04% 0.004%
46 7.489 1925 1928 1932 rVB 333 214 0.03% 0.003%
47  7.560 1936 1950 1969 rBV 57759 106616 15.60% 1.636%
48 7.695 1986 1992 1993 rBV2 541 408 0.06% 0.006%
49 7.891 2041 2053 2075 rBV 222609 393106 57.50% 6.031%
50 8.042 2096 2100 2103 rBvV2 365 276 0.04% 0.004%
51 8.177 2132 2142 2158 rVV2 39241 71978 10.53% 1.104%
52 8.238 2158 2161 2165 rVB 334 291 0.04% 0.004%
53 8.299 2172 2180 2183 rBvV2 210 307 0.04% 0.005%
54  8.412 2211 2215 2221 rBV2 368 445 0.07% 0.007%
55  8.547 2247 2257 2268 rVB4 3833 5625 0.82% 0.086%
56 8.640 2274 2286 2321 rBV2 117319 286199 41.87% 4.391%
57 8.917 2365 2372 2378 rVB 220 338 0.05% 0.005%
58 9.142 2436 2442 2444 rBV 237 282 0.04% 0.004%
59 9.212 2458 2464 2466 rBV2 342 295 0.04% 0.005%
60 9.412 2513 2526 2554 rBvV 381194 681207 99.65% 10.451%
61 9.614 2585 2589 2595 rBV2 286 301 0.04% 0.005%
62 9.698 2610 2615 2622 rBV2 1261 1457 0.21% 0.022%
63 9.746 2625 2630 2633 rVB3 565 396 0.06% ©0.006%
64 9.807 2646 2649 2654 rVB2 331 277 0.04% 0.004%
65 9.904 2674 2679 2686 rVB2 363 461 0.07% 0.007%
66 10.084 2732 2735 2740 rVV2 328 312 0.05% 0.005%
67 10.183 2762 2766 2769 rBV2 245 213 0.03% 0.003%
68 10.248 2780 2786 2793 rBV4 686 763 0.11% 0.012%
69 10.319 2802 2808 2811 rBV2 233 226 0.03% 0.003%
70 10.389 2825 2830 2836 rBV3 835 946 0.14% 0.015%
71 10.598 2890 2895 2897 rBV2 455 330 0.05% 0.005%
72 10.618 2897 2901 2902 rVV2 645 486 0.07% 0.007%
73 10.634 2904 2906 2908 rVVv2 902 552 ©0.08% 0.008%
74 10.650 2908 2911 2916 rVV5 1119 1093 0.16% 0.017%
75 10.753 2931 2943 2957 rBV 193223 327247 47.87% 5.021%
76 11.007 3019 3022 3028 rVB2 603 480 0.07% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59372.D

Acqg On : 20 Jun 2024 12:10

Operator : MD/SY

Sample : P2897-07ME

Misc : 4.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO52924WMA .M
Title : VOC Analysis
77 11.061 3028 3039 3046 rBV6 1452 2383 0.35% 0.037%
78 11.113 3047 3055 3068 rVV5 7690 12641 1.85% 0.194%
79 11.193 3079 3080 3085 rVB3 479 315 0.05% 0.005%
80 11.261 3098 3101 3105 rBV 414 427 0.06% 0.007%
81 11.283 3105 3108 3111 rVV4 623 434 0.06% 0.007%
82 11.302 3111 3114 3125 rVB8 1627 2742 0.40% 0.042%
83 11.351 3125 3129 3130 rBV2 618 428 0.06% 0.007%
84 11.367 3132 3134 3135 rBV2 531 219 0.03% 0.003%
85 11.412 3140 3148 3156 rBV6 6025 8896 1.30% 0.136%
86 11.569 3194 3197 3201 rVB3 817 608 0.09% ©0.009%
87 11.640 3213 3219 3224 rVB5 2650 2781 0.41% 0.043%
88 11.708 3231 3240 3246 rBVS8 3090 5101 ©0.75% ©0.078%
89 11.810 3260 3272 3287 rBV 414483 683617 100.00% 10.488%
90 12.190 3378 3390 3406 rBV 249404 421427 61.65% 6.465%
91 12.322 3424 3431 3443 rVB 29118 41970 6.14% 0.644%
92 12.662 3530 3537 3546 rBVS5 6921 9723 1.42% 0.149%
93 13.045 3651 3656 3665 rVB6 18114 25092 3.67% 0.385%
94 13.425 3767 3774 3794 rVB2 64630 125133 18.30%  1.920%
95 13.582 3817 3823 3829 rBV3 25303 37856 5.54% 0.581%
96 14.444 4084 4091 4100 rBV 124376 166665 24.38% 2.557%
97 15.203 4322 4327 4339 rVB2 71782 100132 14.65% 1.536%
98 15.395 4380 4387 4396 rVB 203865 267330 39.11% 4.101%
99 15.971 4561 4566 4579 rVB 141579 193100 28.25% 2.962%
100 16.286 4657 4664 4675 rVB 335434 457849 66.97% 7.024%

Sum of corrected areas: 6518158
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe62024\

: VUe59372.D

: 20 Jun 2024 12:10

: MD/SY

. P2897-07ME

: 4.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 9 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M

: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59372.D

Acqg On : 20 Jun 2024 12:10

Operator : MD/SY

Sample : P2897-07ME

Misc : 4.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Carbonic acid, decyl prop-1... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.322 3.07 ug/L 41970 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, decyl prop-1-en-2... 242 C14H2603 1000382-90-5 90
2 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 86
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 72
4 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 64
5 Carbonic acid, octyl prop-1-en-2... 214 C12H2203 1000382-54-0 64

Abundance Scan 3431 (12.322 min): VU059372.D\data.ms (-3424) (- m/z 57.00 100.00%

o

57.0
5000
85.0
H H 1120 1560 12.00 12:50
O prrrefleetl plh s ol e et e e | M/z 42,95 72.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #125959: Carbonic acid, decyl prop-1-en-2-yl ester
43.0
5000 AN gy N
71.0 12.00 12.50
m/z 70.95 53.33%
O ‘\H\‘\\“l\\” ‘\\H\\‘H\\\h“?\‘}\‘\\]-\4\‘0\9\‘\\\]\-‘85\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #248558: Oxalic acid, allyl pentadecyl ester
41.0 M
W\ [ YV
12.00 12.50
5000 ITI z 41.00 50.92%
71.0
97.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0 12. 00 12 50

m/z 54.95 33.25%

h M/W\J/WW
85.0
29.0
Ll H‘ 1110 140.0168.0196.0  241.0

0 ‘\m“um‘m\“m1“‘\\‘1W‘m‘uu‘uu‘\m‘\m‘\m‘uu‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 00 12 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59372.D

Acqg On : 20 Jun 2024 12:10

Operator : MD/SY

Sample : P2897-07ME

Misc : 4.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M
: VOC Analysis

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 Carbonic acid, nonyl vinyl ... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.425 9.15 ug/L 125133  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 86

2 Octane 114 C8H18 000111-65-9 64
3 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 59
4 2,6-Dimethyldecane 170 C12H26 013150-81-7 58
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 50
Abundance Scan 3774 (13.425 min): VU059372.D\data.ms (-3767) (- | m/z 57.00 100.00%
57.0
5000
85.0
—
38(9
H ‘ 112.0 141.1 170.0 13.50 o
O+l i e R e m/z 42.95 77.36%
miz--> 20 40 60 80 100 120 140 160
Abundance #91843: Carbonic acid, nonyl vinyl ester
43.0
71.0
5000 U
13.50
m/z 71.00 64.18%
97.0
Ot T \H“\ \“ T \‘!“ \‘1H1 T “H I \h‘ T \]‘-2\‘6\(\)\ T ‘:\L?:!-\O’
m/z--> 20 40 60 80 100 120 140 160
Abundance #8623: Octane
43.0
Ul "y -
13.50
5000 ITI/Z 40.90 47 .68%
85.0
oL25! “\‘ L6720 114.0
L A e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #59080: Decane, 2,3,6-trimethyl- —
43.0 13.50
m/z 84.95 36.38%
71.0
5000
141.0
99.0
0,220 PN s N
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59372.D

Acqg On : 20 Jun 2024 12:10

Operator : MD/SY

Sample : P2897-07ME

Misc : 4.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.582 2.77 ug/L 37856 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 53
4 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 53
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 53
Abundance Scan 3823 (13.582 min): VU059372.D\data.ms (-3817) (- | m/z 57.00 100.00%
57.0
5000
98.0 PR ‘
H ‘ 69 | 135.1 13.50
0l bl R bl s U m/z 42.98 46.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 — ‘
13.50
200 L m/z 71.00  41.23%
: 9
O\\\\‘\‘\‘\\"“\\\‘!“\\“\\BIQ\\\\“‘\\U\‘\\\]-\4.‘1\.(\)\\‘]_\6\9\.(\)‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
P M P
13.50
5000 m/z 40.90 36.52%
29.0 85.0
R e Y-
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59066: Undecane, 2,5-dimethyl- —— ‘
57.0 13.50
m/z 69.00 25.34%
5000
29.0 112.0
ot 4 B80T 110 1690 .
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59372.D

Acqg On : 20 Jun 2024 12:10

Operator : MD/SY

Sample : P2897-07ME

Misc : 4.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.444  12.19 ug/L 166665 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 80
3 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 78
4 Nonadecane 268 C19H40 000629-92-5 72
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 4091 (14.444 min): VU059372.D\data.ms (-4084) (-  m/z 57.00 100.00%
57.0
- e M/\L/
1450
112.0 141.0 184.2 !
om_m“‘m el e m/z 43.00  72.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 1
85‘0 14.50
29.0 m/z 71.60  64.58%
| “ | |, ,11301410 1840
0\\\‘\\\\“}\\\“\\H\“1‘\\\“‘\\U\‘\‘\\\“\\\\‘\\\\‘i\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #91843: Carbonic acid, nonyl vinyl ester
43.0
——
71.0 14.50 .
5000 m/z 40.90 42.45%
97.0 126.0
SN Y P W N W O 1 £ 24
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #160987: Carbonic acid, tridecyl vinyl ester ——
57.0 14.50
m/z 84.95 40.66%
5000 85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59372.D

Acqg On : 20 Jun 2024 12:10

Operator : MD/SY

Sample : P2897-07ME

Misc : 4.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.203 7.32 ug/L 100132 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
2 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 64
3 Hexadecyl octyl ether 354 C24H500 1000406-38-6 64
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 59
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 59

Abundance Scan 4327 (15.203 min): VU059372.D\data.ms (-4322) (- | m/z 71.00 100.00%

71.0
5000 43.0
2SS

97.0 S
JL ‘ 1271 55.0 183.0 15.00 15.50
el ol g 9503830 m/z 57.60  96.35%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0

5000 s s
85.0 15.00 15.50

m/z 85.00 49.76%

29.0 113.0
TTT ‘ \‘\‘\ T “\ T “ \‘}Hl T “!‘\ T \““ T \‘U\ ‘ \H\J\-\4.‘]T.\c\) \]‘.\63'\0‘ \]\-\gz.\o\\ T ‘ TTTT ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59111: Nonane, 5-(1-methylpropyl)-
57.0
T

o

o

—T
15.00 15.50
85.0 o
5000 m/z 43.00 49.68%
29.0 126.0
P O - N—
mlz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #264243: Hexadecyl octyl ether T T
57.0 15.00 15.50

m/z 40.95 42.93%

5000
83.0
29.0 1110
0 LT 1410160.0196.0 225.0

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59372.D

Acqg On : 20 Jun 2024 12:10

Operator : MD/SY

Sample : P2897-07ME

Misc : 4.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.396  19.55 ug/L 267330 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Tetradecane 198 C14H30 000629-59-4 94
3 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 4387 (15.395 min): VU059372.D\data.ms (-4380) (- | m/z 57.00 100.00%
57.0

5000 85.0

%

&
1500 1550
112.0 108.2

e T, 1410 1691 m/z 43.00  69.80%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0

5000 85.0 T
15.00 15.50

m/z 71.00 68.41%

\‘ Jo Lo 1180 1410 1600 1980
\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
—T

o

o

15.00 15.50
5000 ITI/Z 85.00 45 .00%
85.0
290
oL 0 2o seno 1990
**w***w***w***w***w***w***w***w***w***w***w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #143304: Carbonic acid, dodecyl vinyl ester — —
57.0 15.00 15.50
m/z 40.90 37.91%
5000
85.0
290\ h h ‘\ ‘hll\lo 140.0 168.0 213.0
Y S N N VD A — e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59372.D

Acqg On : 20 Jun 2024 12:10

Operator : MD/SY

Sample : P2897-07ME

Misc : 4.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Dodecane, 1-iodo- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.971 14.12 ug/L 193100 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 90
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
3 Hexacosane 366 C26H54 000630-01-3 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 4566 (15.971 min): VU059372.D\data.ms (-4561) (- | m/z 57.00 100.00%
57.0
- JJA
16.00
141 .
ol Ldad “ Lo 18312241 2810 ./, 7100 86.73%
miz--> 50 100 150 200 250 300 350
Abundance #193303: Dodecane, 1-iodo-
57.0
5000 R
16.00
m/z 42.95 73.38%
O\\\H“HHH‘\“‘\“ !‘\‘ \“\‘\ \]-\97‘\()\\\‘\\\29\6‘.\0\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #59048: Dodecane, 2-methyl-
57.0
—
16.00
5000 m/z 85.00 46.70%
9.0 141.0
oso Ll a0
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T
57.0 16.00
m/z 55.00 33.02%
- /\W/\J\/\/\/\\/L
ol L 7l M | 1410183.0225.0 267.0309.0 367
i AN A o S e SR ——
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59372.D

Acqg On : 20 Jun 2024 12:10

Operator : MD/SY

Sample : P2897-07ME

Misc : 4.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.286  33.49 ug/L 457849  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 92
2 Nonadecane 268 C19H40 000629-92-5 91
3 Pentadecane 212 C15H32 000629-62-9 83
4 Tetradecane 198 C14H30 000629-59-4 80
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 4664 (16.286 min): VU059372.D\data.ms (-4657) (- | m/z 57.00 100.00%
57.0
- T AULV
‘ 1600 1650
113.0 212.2 .
oMwwlwumH‘M‘_uw‘_mlf‘ﬁ?"}‘7”“_”WW‘_m m/z 71.00  69.30%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90192: Pentadecane
57.0
85.0
5000 b P
16.00 16.50
29.0 m/Z 43.00 69.13%
H\‘HH‘\\H‘\\H‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane
57.0
— —
16.00 16.50
5000 85.0 m/z 85.00  46.23%
29.0
bk L 0016001070 2681
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90189: Pentadecane T —
57.0 16.00 16.50
m/z 40.95 39.35%
5000 85.0
29.0
0 \‘ L H \‘\ i \11\\30\14101690 212.0
e e e e e e e e P
m/z--> 20 40 60 80 100120140160180200220240260 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59372.D

Acqg On : 20 Jun 2024 12:10

Operator : MD/SY

Sample : P2897-07ME

Misc : 4.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Carbonic acid, ... 12.322 3.1 ug/L 41970 3 11.810 683617 50.0
Carbonic acid, ... 13.425 9.2 ug/L 125133 3 11.810 683617 50.0
(DEL) Alkane: S... 13.582 2.8 ug/L 37856 3 11.810 683617 50.0
(DEL) Alkane: S... 14.444 12.2 ug/L 166665 3 11.810 683617 50.0
(DEL) Alkane: S... 15.203 7.3 ug/L 100132 3 11.810 683617 50.0
(DEL) Alkane: S... 15.396 19.6 ug/L 267330 3 11.810 683617 50.0
Dodecane, 1-iodo- 15.971 14.1 wug/L 1931060 3 11.810 683617 50.0
(DEL) Alkane: S... 16.286 33.5 ug/L 457849 3 11.810 683617 50.0
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